Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.050; wR factor = 0.096; data-to-parameter ratio = 14.7.
Related literature
For related structures and background information concerning mosapride, see: Kakigami et al. (1998) ; Morie et al. (1995) ; Omae et al. (2002) ; Aoki et al. (2007) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . (Fig. 1) is a new mosapride derivative, and crystals of its hydrochloride salt were obtained by acidifying with hydrochloric acid then recrystallizing from methanol.
In the benzamide unit, the C=O bond distance of 1.229 (3) Å is much shorter than the C-O bond distances 72 mmol) and 1-ethyl-3-(3-dimethylaminopropyl) carbodiimide hydrochloride (11.8 g, 61.8 mmol) in CH 2 Cl 2 (60 ml) was stirred for two hours under an argon atmosphere. The products were treated with saturated NaHCO 3 (200 ml) and extracted with CH 2 Cl 2 (3 × 300 ml), then the organic layer was dried with anhydrous MgSO 4 and distilled under vacuum. The white solids were collected and dried (yield 5.856 g, 54.0%). Crystals of the title compound were obtained by acidifying with hydrochloric acid then recrystallizing from methanol.
Refinement
With the exception of the central amide group, H atoms bonded to N and O atoms were located in difference Fourier maps and refined without restraint. Other H atoms were positioned geometrically and refined using a riding model with N-H = 0.86 Å, C-H = 0.93-0.97 Å and with U iso (H) = 1.2 times U eq (C/N). Least-squares matrix: full H atoms treated by a mixture of independent and constrained refinement O1W-H1WB···O2 0.88 (4) 1.95 (5) 2.800 (4) 161 (4) Symmetry codes: (i) −x+1, y+1/2, −z+3/2; (ii) −x+3/2, −y+1, z−1/2; (iii) x−1/2, −y+3/2, −z+2.
